LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5399.D

Acqg On : 23 Apr 2021 18:14
Operator : CG/JU

Sample : M2149-15

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5399.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.781 283 288 293 rBV 20217 28098 1.39% 0.311%
2 5.234 359 365 376 rBV 588705 826391 40.87% 9.133%
3 6.822 627 635 649 rBV 578079 937195 46.35% 10.358%
4 7.634 766 773 781 rBV 100436 157878 7.81% 1.745%
5 8.799 963 971 983 rBV 377115 625425 30.93% 6.912%

6 10.422 1240 1247 1256 rBV 105406 179925 8.90%  1.989%
7 12.910 1663 1670 1678 rBV 734745 1059065 52.38% 11.705%
8 13.769 1811 1816 1823 rBV2 15992 25810 1.28% ©.285%
9 14.299 1900 1906 1915 rBV 146655 220981 10.93%  2.442%
10 15.804 2156 2162 2173 rBV 687136 970994 48.02% 10.731%

11 17.069 2369 2377 2387 rBV 198372 287643 14.23%  3.179%
12 17.969 2525 2530 2539 rBV 41831 70325 3.48% 0.777%
13 19.216 2738 2742 2753 rBV3 21721 33511 1.66% ©.370%
14 19.475 2776 2786 2793 rBV3 27335 110675 5.47%  1.223%
15 19.651 2810 2816 2828 rVB 1739024 2022081 100.00% 22.348%
16 20.851 3016 3020 3022 rBV3 22678 36045 1.78% 398%
17 20.886 3022 3026 3034 rVV2 189724 307214 15.19% 395%
18 20.957 3035 3038 3044 rVB 62192 81185 4.01%

19 21.175 3070 3075 3081 rBV 368675 433631 21.44%
20 21.775 3173 3177 3186 rVB2 97361 181548 8.98%
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21 23.433 3453 3459 3468 rVB 242875 452499 22.38%
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Sum of corrected areas: 9048119
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Apr 2021 18:14
: CG/JU
: M2149-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042321\
BP005399.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP005399.D\data.ms

5.234 6.822

8.799

7.634 10.422
4.781

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005399.D\data.ms
19.651

12.910 15.804

14.299 17.069
13.769 A 17%39 19.218.478

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

TIC: BP005399.D\data.ms

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5399.D

Acqg On : 23 Apr 2021 18:14
Operator : CG/JU

Sample : M2149-15

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown4.781 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.781 3.56 ng 28098 1,4-Dichlorobenzene-d4 7.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 38
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 38
3 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 36

4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
5 Hexane, 1-(1-methoxyethoxy)- 160 C9H2002 054340-90-8 23

Abundance Scan 288 (4.781 min): BP005399.D\data.ms (-283) (-) m/z 42.95 100.00%

43.0

5000
101.0

N

2070 4.40 4.60 4.80 5.00 5.20
Ol ey 2050, 3548 429.2490.0548.  y/; 59.00  65.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #122483: Succinic acid, heptyl 2-methoxyethyl ester
59.0

—

5000 T T T T T T T T T
4.40 4.60 4.80 5.00 5.20
159.0 m/z 101.00 27.22%
O‘H‘LH‘J‘i‘r“\“[‘\\%\"1\‘\\“\\2\4\‘4‘..\()\\\‘\H\‘\H\‘H\\‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8367: n-Propyl t-butyl ether
59.0
T T P
4.40 4.60 4.80 5.00 5.20
5000 m/z 57.90 18.03%
oJ” LLATO e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31407: Propane, 1,1-dipropoxy-
59.0 4.40 4.60 4.80 5.00 5.20
m/z 42.00 12.10%
5000
‘ 131.0
O‘H“‘ “ i T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5399.D

Acqg On : 23 Apr 2021 18:14
Operator : CG/JU

Sample : M2149-15

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.969 4.89 ng 70325  Phenanthrene-d10 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 2530 (17.969 min): BP005399.D\data.ms (-2525) (-  m/z 72.95 100.00%

5000
2131 MJ\M
—
“ 1431 ‘ 18.00
0 HMJx”x'““u"‘mM"J‘\u\m‘u‘_?95‘19?"5‘92”_““"'79;‘1‘?"3‘3"9‘ m/z 59.95 78.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0
5000 IR
18.00
214.0 m/z 43.05 78.02%
O \\JJJ‘WATIL‘l“\lW\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
T
18.00
5000 129.0 ITI/Z 55.00 76.77%
“ 213.0
0 m“"‘1“”“‘"“"%\‘\"me‘\"H‘m‘_me‘mwm_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #125286: Decanoic acid, silver(1+) salt Fe
73.0 18.00
m/z 41.10 75.72%
155.0
5000
oMl omoors0 w0 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5399.D

Acqg On : 23 Apr 2021 18:14
Operator : CG/JU

Sample : M2149-15

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Friedelan-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.475 5.10 ng 110675 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 93
2 11,13-Dimethyl-12-tetradecen-1-o0... 282 C18H3402 1000130-81-0 74
3 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 46
4 2-Decyne 138 C10H18 002384-70-5 43
51,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 054159-46-5 38

Abundance Scan 2786 (19.475 min): BP005399.D\data.ms (-2776) (- m/z 69.00 100.00%
69.0

5000

2

3421 411.5470.6527.2 19.50

0! m/z 94.95 82.33%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #221187: Friedelan-3-one
69.0
5000 ig%d
187.0 205.0 273.0 :
} 425.0 m/z 55.05 61.87%
lO
O Jl\\JHi}lm”“‘”}“”}}» Jl\m‘m\l\}\l% T\\\‘\\\\ \\\}\\ \\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #129390: 11,13-Dimethyl-12-tetradecen-1-ol acetate
69.0
—
19.50
5000 ITI/Z 81.00 57.13%
7.0
LTS zmozeno
ob LML e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77633: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-er e
69.0 19.50
m/z 67.00 46.66%
5000
|5t 2200
0 bbb e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5399.D

Acqg On : 23 Apr 2021 18:14
Operator : CG/JU

Sample : M2149-15

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Fumaric acid, 2-chloropropy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.886 14.17 ng 307214 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2-chloropropyl tri... 374 C20H35C1l04 1000348-57-1 97
2 Cyclotetradecane 196 C14H28 000295-17-0 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3026 (20.886 min): BP005399.D\data.ms (-3022) (-  m/z 55.05 100.00%

55.0
5000
o1 w500
1930 281.0 ’ :
of AL 1920 28103301 ss09480050. /2 57 10 99,10
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #199267: Fumaric acid, 2-chloropropy! tridecyl ester
53.0
117.0
5000 = =
193.0 20.50 21.00
281.0 m/z 69.00 95.01%
O ‘\\H\Jf‘f ‘\ |f1}“l‘|ulLif} ‘VH f”\l‘f\J\‘\:a\:\glg‘\o\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58277: Cyclotetradecane
55.0
e e
20.50 21.00
5000 m/z 43.10  93.72%
‘ ‘ | Fs.o 196.0
O‘H‘H‘m’\“_w‘uHm‘u‘Wm‘mwuHWHWHW‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1 . —
83.0 20.50 21.00
m/z 83.05 88.92%
5000 i\
ol oo L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5399.D

Acqg On : 23 Apr 2021 18:14
Operator : CG/JU

Sample : M2149-15

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown20.957 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.957 3.74 ng 81185 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
2 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
3 Benzaldehyde, 4-cyano-, benzoylh... 249 C15H11N30 195066-12-7 47
4 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 47
5 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4 023405-15-4 47

Abundance Scan 3038 (20.957 min): BP005399.D\data.ms (-3035) (- m/z 105.00 100.00%

105.0
5000
e
43 207.0 3409 429.2 2100
ol o b 210 28103409 429.2 8032 mjz 77.e0  74.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #34279: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
5000 L
21.00
m/z 149.00 51.13%
0 3.9‘ il ;640
\\\f’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33090: Benzoyl isothiocyanate
105.0
P
21.00
5000 ITI/Z 51.00 14.32%
38% il
oL e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101425: Benzaldehyde, 4-cyano-, benzoylhydrazone —
105.0 21.00
m/z 105.95 7.28%
5000
T 190.0249.0
L L B B e L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5399.D

Acqg On : 23 Apr 2021 18:14
Operator : CG/JU

Sample : M2149-15

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.775 8.37 ng 181548 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 91
2 1-Docosene 308 C22H44 001599-67-3 81
3 Fumaric acid, pentadecyl 2,4,6-t... 504 C25H35C1304 1000348-27-8 80
4 Triacontyl acetate 480 C32H6402 041755-58-2 55
5 Behenic alcohol 326 C22H460 000661-19-8 50

Abundance Scan 3177 (21.775 min): BP005399.D\data.ms (-3173) (- m/z 83.00 100.00%

83.0
5000
21.50 22.00
208.0 . .
| 285.3 355.9
ol ALY *m»R!mkm“H‘w“u‘u‘ﬁ???‘f999§4ﬁ m/z 69.05 93.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81267 Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-

i MMJ\AMA
5000 b, —
21.50 22.00
’ m/z 97.05 90.87%
O‘\\J‘\\\H\L“\‘\\\\%’\\8%\'?\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55.0
R Rits e
21.50 22.00
5000 m/z 55.00 87.93%
{ 1%5.0
b Lm0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T —

Abundance #235712: Fumaric acid, pentadecyl 2,4,6-trichlorophenyl «
83.0 21.50 22.00

m/z 43.10 73.81%

5000
196.0 309.0

:

0 25\-| il ‘lh bl Lol \” n " ‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042321\
Data File : BP0@5399.D

Acqg On : 23 Apr 2021 18:14
Operator : CG/JU

Sample 1 M2149-15

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown4.781 4.781 3.6 ng 28098 1 7.634 157878 20.0
Tridecanoic acid 17.969 4.9 ng 70325 4 17.069 287643 20.0
Friedelan-3-one 19.475 5.1 ng 110675 5 21.175 433631 20.0
Fumaric acid, 2... 20.886 14.2 ng 307214 5 21.175 433631 20.0
unknown20.957 20.957 3.7 ng 81185 5 21.175 433631 20.0
Cyclohexane, 1,... 21.775 4 ng 181548 5 21.175 433631 20.0
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